The title compound, C 12 H 12 I 3 NO 4 , crystallizes with two molecules in an asymmetric unit. In one of the molecules, the conformation of the O-C-O-C in one ester group is cis and trans in the other. The corresponding conformations for both the ester groups in the other molecule are trans. The I atoms and the benzene rings in the two molecules are approximately coplanar, the I atoms deviating by 0.219 (14), 0.056 (15) and À0.143 (14) Å from the mean plane of the benzene ring in one molecule and 0.189 (14), À0.162 (15) and À0.068 (14) Å in the other. The planes of the ester groups are almost orthogonal to those of the benzene rings in both molecules, forming dihedral angles of 88.1 (4), 72.2 (4), 73.0 (4) and 86.6 (4) . The mean planes of the benzene rings in the two molecules are inclined at 74.6 (4) with respect to each other. In the crystal, intermolecular IÁ Á ÁO interactions [3.138 (7) and 3.144 (7) Å ] link the molecules into infinite chains along the a axis. In addition, non-classical C-HÁ Á ÁO hydrogen bonds are observed.
Related literature
For iodine-based compounds as contrast agents for X-ray imaging, see : Stacul, (2001) ; Yu & Watson (1999) ; Tonnessen et al. (1996) . For a related structure, see: Beck & Sheldrick (2008 Table 1 Hydrogen-bond geometry (Å , ) . and angles are comparable to those observed in a related structure (Beck & Sheldrick, 2008) . In molecule A, the conformation of the O-C-O-C is cis with respect to the O1A-C3A bond (torsion angle, -90.6 (8)°) and trans with respect to the O3A-C11A bond (torsion angle, 158.0 (8)°). On the other hand, the corresponding bonds exhibit trans conformations for both the ester groups with torsion angles about O1B-C3B and O3B-C11B bonds being 157.5 (8) and 177.5 (6) °, respectively. The planes of the ester groups in both molecule are almost orthogonal to the benzene rings, as indicated by the dihedral angles of 88.1 (4)° (O1A/O2A/C3A/C4A; C4A-C9A), 72.2 (4)° (O3A/O4A/C8A/C10A; C4A-C9A), 73.0 (4)° (O1B/O2B/C3B/C4B; C4B-C9B) and 86.6 (4)° (O3B/O4B/C8B/C10B/C11B/C12B; C4B-C9B). The dihedral angle between the ring (C4A-C9A) and the ring (C4B-C9B) is 74.6 (4)°.
In the crystal structure, intermolecular I···O interactions of the order 3.138 (7) and 3.144 (7) Å link the molecules into infinite one-dimensional chains along the a axis (Fig. 2) . In addition, non-classical C-H···O hydrogen bonds are observed (Table 1) .
Experimental
A mixture of 5-amino-2,4,6-triiodoisophthaloyl dichloride (5.95 g, 10 mmol) and ethanol (30 ml) was heated under reflux for four hours to produce diethyl 5-amino-2,4,6-triiodoisophthalate. It was recrystallized from an ethanol solution by slowly evaporating the solvent to obtain crystals suitable for X-ray single-crystal diffraction.
Refinement
All H atoms were initially located from a difference Fourier map and then were regenerated at ideal positions and treated as riding, with N-H = 0.86 Å, C-H = 0.96-0.97 Å and U iso (H) = 1.2U eq (C, N). The residual electron density was located close to the iodine atoms and was essentially meaningless. Because the completeness of the data is a bit low, the high angle is restrained at 50.02; and as a result of that, the number of reflections used in refinement is only 6222.
supplementary materials sup-2 Figures   Fig. 1 . A view of the two molecules of the title compound with the atomic numbering scheme. Displacement ellipsoids were drawn at the 50% probability level. 
